Electronic supplementary information (ESI)List
Complexation of uranium(VI) with peptidoglycan

Electronic supplementary information (ESI-2) Comment on potentiometric data
The discrepancies in the pK a values of peptidoglycan in the old and new manuscript are not due to the measurement data and not due to the old and new program codes of Hyperquad. It is originated in different ways of determination. ) were not determined with all measurement data. They were determined with only the two titration curves over the whole pH range (3 to 10), the titration curve from pH 5 to 3 for the first pK a , and the titration curves from pH 5 to 10 only for the third pK a . The single determination of the titration curves in the range of pH 5 to 10 resulted in only two pK a , one pK a value between 4.9 and 5.8 (probably "averaged" values between the first and second pK a ) and another between 9.5 to 10.0. It was not possible to separate the first pK a into two values, probably because of the higher starting pH. So we decided to omit the first pK a´s for calculating the average values and used only the pK a in the alkaline pH range. This should be the explanation why the averaged values from the simultaneous fitting of all 5 titration curves with the new version Hyperquad 2006 differ from the old values. Here we involved all measured data in the pH range between 3 and 9. We think that the quality of these values calculated out of much more measured data is higher than this of the old values. We fitted additionally all 5 titration curves with the program protofit [1] . It results in quite similar values in comparison to those from Hyperquad 2006 (see Table) . This underlines the reliability of the new data. The discrepancy in the third pK a is probably due to the mixture of amino and hydroxyl groups and is highly variable in dependence of the ending pH (varying between 9 and 10) which is also reflected in the large standard deviation. We decided to fit only up to pH 9. 6.01 ± 0.11 6.31 ± 0.01 6.25 ± 0.04 pK a3 9.72 ± 0.20 9.56 ± 0.03 9.84 ± 0.17
